e

' {1 aal
?r'['fﬂ { :

"-_-".Al'lt-!

~
3 8
g8
- !
W i

Transforum D

[ssue 1

News from Argonne’s Transportation Research Program

www.transportation.anl.gov Winter 2014

Contents


www.transportation.anl.gov

- | - i

h ——
News from Argonne’s Transportation Research Program
www.transportation.anl.gov

Rechargeable Nanoelectrofuels for Flow
Batteries May Revolutionize EV World page 4

Operating at more than 10 times the capacity of a conventional flow
battery, the nanoelectrofuel battery promises to revolutionize the
practice of energy storage.

Unlocking the Door to Better Diesel Engine
Combustion and Emission Performance page 10

A revolutionary advance in our understanding of how diesel engines
work may unlock new approaches to predicting diesel engine
performance and emissions.
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Chemist Elena Timofeeva sets up an experiment to evaluate nanoelectrofuel
performance.

Shown here
John Katsoudas and Dileep Singh review experimental results from a full flow
battery test in the fume hood wet lab area.
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New EV-Smart Grid Interoperability Center Facilitates
Global Research Efforts

As part of a unique global research initiative, the U.S. Department of Energy
recently dedicated the new Electric Vehicle (EV)-Smart Grid Interoperability
Center at Argonne National Laboratory.

Students Gear up for Sustainability Now and
in the Future

An innovative program prepares environmentally minded undergraduate and
graduate students to tackle energy challenges at the local and regional level.

How Might Increased Biofuel Production Affect
Midwest Water Supplies?

Researchers explore potential impacts of land use and biomass production on
regional water resources.

Penn State University Named Winner in Year Two
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E85 plug-in hybrid electric vehicle impresses inspectors and judges with its
excellent performance in competition events.
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Argonne-developed tools engage and educate audiences about the effects
of vehicle idling and the benefits of idling reduction.
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Improving Lithium-Air Battery Durability and
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New low-cost carbon catalyst materials may increase Li-O, battery efficiency
and lifespan.
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Rechargeable

Nanoelectrofuels
for Flow Batteries

May Revolutionize
EV World

Scientists from the Illinois Institute of Technology

(IIT) and Argonne National Laboratory recently
won a three-year, $3.44 million grant from the
U.S. Department of Energy’s Advanced Research
Projects Agency-Energy (ARPA-E), a government
agency that funds research and development of
advanced energy technologies.

Mike Duoba (second from right) explains to the development team how its flow
battery would alter the mechanics of electric vehicles, using a contemporary
plug-in electric vehicle to illustrate. Also pictured, left to right: Dileep Singh
(background), Elena Timofeeva (foreground), Chris Pelliccone (IIT), Carlo Segre (IIT),
Douba and John Katsoudas (IIT).
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Leveraging the properties of
nanofluid technology and flow
batteries, the team created a

groundbreaking concept for storing

electrical energy: a rechargeable
battery in liquid form. The battery
uses nanoelectrofuel—a unique
liquid in which tiny battery-active

particles are permanently suspended
and can be charged and discharged

multiple times.

Why Is the Project
Important?

The IIT-Argonne team's nanoelectrofuels research was one of
22 projects across 15 states to receive an ARPA-E RANGE (Robust
Affordable Next Generation EV-Storage) grant for innovations in
transformative EV energy storage. The team will use the funds to
build a 1-kWh prototype scalable for electric vehicle needs.

“If the lIT-Argonne team can develop a prototype that can be
recharged in the two to three minutes it takes to fill a tank of gas and
have the energy density suitable for transportation applications, then
the two biggest barriers to widespread vehicle electrification will
have been overcome,” said Ed Daniels, a deputy associate laboratory
director at Argonne. “That’s why this funding award is significant and
this project so important and exciting.”

6 TransForum

Advantages of Nanoelectrofuels

Operating at more than 10 times the capacity of a conventional
flow battery, the nanoelectrofuel battery promises to revolutionize
the practice of energy storage, especially for electric vehicles (EVs).
High-energy-density nanoelectrofuels offer numerous benefits,
including thermal safety, lower cost, higher efficiency, flexibility
and adaptability.

Nanoelectrofuel-powered flow batteries offer a key advantage over
conventional batteries: the fuels can be separated from the cell. The
batteries can be charged at solar plants and transported to market
by specially designed trucks or by rail. To recharge, users plug into
the grid or replace the spent fuel with charged nanoelectrofuel at
special recycling stations.

“The ability to directly charge the nanoelectrofuel at the renewable
sources themselves, and then transport the fluids to market using
the existing U.S. petrochemical infrastructure, precludes the
necessity of building a whole new electrical grid system to those
locations,” said John Katsoudas of IIT.

He continued, “We are not only creating a better battery to allow
fast EV refueling, we are fundamentally changing the format by
which energy is distributed, into one that is much more amenable
to market acceptance. These facts are what | am most enthusiastic
about.”

Members of the development team in their laboratory at the Advanced Photon
Source, left to right: John Katsoudas (beamline scientist, IIT), Mike Duoba
(mechanical engineer, Argonne), Elena Timofeeva (assistant chemist, Argonne),
Dileep Singh (materials scientist, Argonne), Chris Pelliccione (graduate student,
IIT) and Carlo Segre (Duchossois Leadership Professor of Physics, IIT).

Carlo Segre and Elena Timofeeva (foreground) conduct electrochemical tests on a flow battery operated by Chris Pelliccione in the glove box behind them.

While the system lends itself to numerous industrial applications,
its flexibility is especially important for electric vehicles. Today's EV
designs follow their batteries’ requirements, which often results

in battery placement in the rear of the vehicle, reducing available
cargo space in some cases by up to 40 percent. Flow batteries

with nanoelectrofuel, on the other hand, can be located virtually
anywhere in the vehicle and in any shape—enabling a storage tank
to be placed, for example, in the safest place in case of collision.

A nanoelectrofuel-powered flow battery will significantly increase
convenience and expand an EV’s range—currently only 100 to
200 miles.“That’s a major limitation to the widespread adoption
of electric vehicles right now,” says Argonne principal investigator
Elena Timofeeva. “Many people aren't buying electric cars because
they can't charge them at home or at a workplace, they don't
have an extra few hours to wait at a charging station or their daily
commutes are longer than the typical EV's range.”

But with nanoelectrofuel, Timofeeva says, an EV will go up to

500 miles on a single charge. “We've demonstrated the battery
at the lab scale. With this funding, we'll be able to scale it up and
create a multi-cell prototype that can meet an EV's power needs.”
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While the research is still in its early stages, once the new
technology is commercialized, says Timofeeva, “It may improve
life for many people. The transportation sector represents about
27 percent of all U.S. greenhouse gas emissions. However, even
with our current electric power generation mix of fossil, nuclear
and renewable energy sources, it is estimated that on a ‘well-to-
wheel’ basis, an all-electric vehicle will generate 25 percent fewer
greenhouse gas emissions than a conventional gas-powered
vehicle, with even lower emissions predicted as availability of
renewable energy sources increases.”

In addition, Timofeeva asserted, nanoelectrofuels offer great
potential for stationary energy storage, including local grid leveling
and renewable energy generation. “If each household or business
equipped with a compact flow battery can capture and store the
energy required for its daily operations at off-peak grid hours and
then use it during peak hours, it will allow increasing grid efficiency,
lower the cost of energy and facilitate the use of intermittent
‘green’ energy sources.”

Volume 14 | Issue 1| Winter 2014 7



A Multidisciplinary Collaboration

IIT principal investigator Carlo Segre praised the lIT-Argonne
partnership.“This project has been a close collaboration
between the principal team members for the past four years. It
takes advantage of our disparate expertise in electrochemistry,
nanotechnology, physics and engineering. We are excited about
the opportunity that the ARPA-E funding gives us to develop this
potentially revolutionary technology for the market.”

Building a prototype that can provide significant power output

is a big challenge, involving the work of a multidisciplinary team
that addresses all aspects of the technology, from nanoelectrofuel
development to cell stack prototype engineering and testing.
ARPA-E RANGE funding specifically supports the development of
transformational electrochemical energy storage technologies that
will accelerate widespread electric vehicle adoption by dramatically
improving their driving range, cost, and reliability.

Team members from IIT will lead the development of a flow battery
prototype that meets the program requirements and works with
the specifics of nanoelectrofuels. Team members from Argonne will
develop nanoelectrofuels with sufficient energy density to meet
the goal.

The initial developments in nanoelectrofuels were supported
by seed funding from the U.S. Department of Energy'’s Office
of Science, a Graduate Assistantship in Areas of National Need
(U.S. Department of Education) grant and internal funding
from IIT.
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John Katsoudas and Carlo Segre set up for an in-situ X-ray absorption
spectroscopy experiment in the IIT beamline at the Advanced Photon Source.

Nanofuels Exceed Critical
Performance Factors for Energy
Storage

Attribute Stationary Power Transportation Nanoelectrofuel

Cost perkWh  Lessthan $100 needed ~ Less than $250 needed $80

Energy density 25-35Wh/kg Up t0 200 Wh/kg Up to 600 Wh/kg
For more information, contact .
Argonne Technology Development

and Commercialization
partners@anl.gov
800.627.2596

Elena V. Timofeeva
etimofeeva@anl.gov
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How Does the New Flow Battery Work?

To recharge the fluid, the user plugs
into the grid or replaces the spent
fuel with charged nanoelectrofuel

at a station that recycles
discharged liquids.

Storage capacity limited
by tank size, not cell size.
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The flow cell extracts energy
from the nanoelectrofuel.

During discharge, electrons are moving through the circuit, while Li ions are moving through the
ion exhange membrane to the opposite electrode. During charge, the processes are reversed.

In a redox flow cell, cathode and anode reactions take place in solution on the surface of inert electrodes acting as current collectors. Because the reactants
flowing across the electrodes come from the containers outside the electrochemical cell, they are prevented from mixing in the electrochemical cell by the
ion-selective membrane or micro-porous separator.

In such a cell, decoupling the electrochemical reactor unit from the storage unit leads to a decoupling between power and capacity, because the available
power is determined by the size of the stack (surface area of the electrodes and number of unit cells), while available capacity is determined by the volume
of electrolyte in the charged state. Given all the positive characteristics of redox flow batteries, they could be valuable prospects for supplying the energy
storage needs of electric vehicles if their energy density can be increased. The novel nanoelectrofuels used in the lIT-Argonne flow battery enable effective
charge/discharge and thus, represent a high-density rechargeable, renewable and recyclable advance that addresses the concerns associated with earlier
iterations of redox flow batteries.
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Unlocking the Door to Better Diesel Engine

Combustion and Emission Performance

Argonne researchers demonstrate for the first time ever that quantum tunneling
significantly affects compression-ignition engine performance

Traditional diesel engines, also known as compression-ignition
engines, are a transportation mainstay. These engines compress
the fuel injected into the engine’s combustion chamber and auto-
ignite it. This differs from spark-ignition gasoline engines, which
rely on spark plugs to produce ignition.

Because diesel engines are thermally efficient, they use less fuel
and tend to have longer service lives than gasoline engines. One
of the bigger challenges involving diesel engines arises from the
way they convert the chemical energy in fuel to useful work, which
results in unwanted products called emissions. Diesel engines also
generate hydrocarbon emissions due to incomplete combustion,
because diesel engines typically do not burn off all their injected
fuel. With increasingly stringent air quality rules taking effect in the
next few years, engine manufacturers need a better understanding
of how they can control the ignition process to improve emissions
and diesel engine performance.

Sibendu Som and his colleagues used Argonne’s MIRA supercomputer to
perform the calculations needed to support their research.

Argonne researchers recently reported a revolutionary way to
couple quantum effects to real world applications,* potentially
unlocking new approaches to predicting diesel engine
performance and emissions in the future. Fundamental to the
Argonne discovery is a basic quantum mechanics principle known
as quantum tunneling, which describes how particles overcome

1 O TransForum

Mechanical engineer Doug Longman (right) explains to (left to right)
postdoctoral appointee Yuanjiang Pei, assistant chemist Raghu
Sivaramakrishnan and principal mechanical engineer Sibendu Som how
the group’s chemistry and modeling results will be validated using Argonne’s
single-cylinder Caterpillar test engine.

barriers they cannot penetrate. Scientists know that as particles
attempt to penetrate an impenetrable barrier, the bouncing
behavior that results from being repelled by the barrier produces a
multi-particle wave that can, under the right conditions, succeed in
passing through the barrier that was previously impenetrable to a
single particle.

Scientists and engineers have long known that changing the fuel
chemistry can influence when compression ignition occurs in a
diesel engine, but they were not sure of the mechanisms involved
because they did not have the tools to model and visualize what
happened inside the compression chamber. Using a unique and
sophisticated suite of tools that includes resources at the Advanced
Photon Source, high-performance computers for simulation

and modeling, and chemical analysis tools, the Argonne team—
which includes Sibendu Som, Wei Liu, Gina Magnotti, Raghu
Sivaramakrishnan, Douglas Longman and Michael Davis, working
together with University of Colorado researchers Dingyu Zhou
and Rex Skodje—have demonstrated that the quantum tunneling
mechanism greatly affects the chemical reactions that control

ignition timing in diesel engines. Because ignition timing greatly
influences emissions, the Argonne work can potentially lead to
better predictions of diesel engine emissions and performance.

According to principal investigator Sibendu Som, “Scientists

and engineers have long understood in principle that quantum-
scale effects likely played a role in the fuel chemistry that drives
diesel engine ignition, but no one has been able to characterize
the influence of that role until now. The uniquely detailed and
multidimensional calculations available through the Argonne
toolset, combined with the expertise of our multidisciplinary team,
are what made our findings possible.”

Building on earlier Argonne research into chemical reactions
involving hundreds of chemical species and reactions, the

team focused initially on reactions involving a blend of methyl
butanoate (MB) and n-heptane as a surrogate for biodiesel fuel.
They examined how they could influence the ignition process by
changing rate coefficients, chemical dynamics and potential energy
surface (the impenetrable barrier). Their results led them to study
low-temperature chemical reactions by narrowing the temperature
range studies to between 800 and 1200 Kelvin (K), the zone in
which significant chemistry occurred for ignition. They chose the
HO, + HO, = H,0, + O, reaction because it plays a significant role
in hydrogen abstraction, enabling the researchers to demonstrate
how the inclusion or omission of tunneling influences ignition.
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The diagram above shows the potential energy surface for the HO, + HO, =
H,0, + 05 reaction. The height of the barrier affects engine performance, as
does the quantum tunneling correction the researchers applied (dashed arrow).

For more information, contact
Sibendu Som
ssom@anl.gov
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They found that by including or not including tunneling in their
simulation set-up, they were able to vary the ignition timing by up
to six percent. While that might not seem like much, it is enough
to greatly improve the accuracy of the ignition models used. Said
Som, “We demonstrated that the accuracy of several important
chemical reactions could alter our modeling of these engines. With
a more accurate fuel chemistry model, we were able to see that
significant chemistry begins as low as 800 K. This suggests that by
accounting for the tunneling effects, we can better predict ignition
and emission processes.”

Going forward, the Argonne team plans to layer its models
together and test hypotheses for a variety of fuels, and then
validate the simulation results using the single-cylinder Caterpillar
compression-ignition test engine in Argonne’s Advanced
Powertrain Research Facility.

*S. Som, W. Liu, D.Y. Zhou, G.M. Magnotti, R. Sivaramakrishnan, D.E.
Longman, R.T. Skodje and M.J. Davis, “Quantum Tunneling Affects Engine
Performance,” Journal of Physical Chemistry Letters 4(12): 2021-2025 (2013).

Available at http://dx.doi.org/10.1021/jz400874s.

This work was supported by the U.S. Department of Energy,
Office of Basic Energy Sciences, Division of Chemical Sciences,
Geosciences, and Biosciences, and Office of Energy Efficiency and
Renewable Energy.
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These two images show the combustion process without (top) and with
(bottom) quantum tunneling inside the combustion chamber of a diesel
engine. The different colors depict the combustion temperature contours inside
the combustion chamber. The red regions are higher temperatures while the
bluer regions are lower temperatures.
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New EV-Smart Grid Interoperability
Center Facilitates Global Research Efforts

As part of a unique global research initiative, the U.S. Department of Energy recently dedicated the new Electric Vehicle (EV)-Smart Grid
Interoperability Center at Argonne National Laboratory. The center at Argonne will work cooperatively with the European Interoperability
Center run by the European Commission’s Joint Research Centre (JRC) at facilities in Ispra, Italy, and Petten, the Netherlands. Employing
common test procedures, interoperability standards and test comparisons, Argonne and JRC will work together to ensure harmonized
technologies and prevent unnecessary regulatory divergence. This collaboration will not only foster and strengthen the development

of the transatlantic EV market, but also will create significant employment opportunities and work on initiatives that aim to reduce the
amount of energy used by the transportation sector.

The EV-Smart Grid Interoperability Center supports coordinated initiatives under the U.S.-EU Energy Council and Transatlantic
Economic Council.

Representatives from the U.S. Department of Energy
(DOE), the European Commission and Argonne
National Laboratory celebrated the launch of the
EV-Smart Grid Interoperability Center at Argonne on
July 18. Left to right: Mr. Giovanni De Santi, Director
of the JRC Institute for Energy and Transport;

Mr. Dominique Ristori, Director-General of the
European Commission’s Joint Research Centre; Dr.
Phyllis Yoshida, DOE Deputy Assistant Secretary for
Europe, Asia and the Americas; and Dr. Eric Isaacs,
Director of Argonne National Laboratory.

Electrical engineer
Jason Harper
demonstrates

EV Smart Grid
communication
concepts during
the dedication
event.
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Right: Mechanical engineer Henning
Lohse-Busch discusses how the
Environmental Test Cell in Argonne’s
Advanced Powertrain Research Center will
complement the work performed in the
EV-Smart Grid Interoperability Center.

Below: Argonne engineers will use

the capabilities of the EV Smart Grid
Interoperability Center to test interoperability
between electric vehicles and the grid. The
Center’s research advances communication
technologies and protocols to manage vehicle
charging loads, reduce the cost of electric
vehicle charging infrastructure, improve the
viability of fast/consumer-friendly charging
and harmonize global connectivity standards.

Left: Electrical engineer Ted Bohn explains
some of the features of the wireless plug-in
vehicle charging 3-axis positioning fixture
and related standards development
activities to attendees.

ENERGY
ATSQDJ_‘?A

E;‘Smast Grid Interoperability Center

For more information,
contact

Keith Hardy .

khardy@anl.gov
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Students Gear up for Sustainability Now

and in the Future

How do you harness the talents of environmentally minded
undergraduate and graduate students and prepare them to tackle
energy challenges at the local and regional level? That is the
workforce development challenge the U.S. Department of Energy
(DOE) faced when it tapped Argonne National Laboratory to
develop and manage a workforce development program based on
DOE’s highly successful EcoCAR program that Argonne developed
and manages.
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Brennan Bouma, an intern with the Triangle Coalition, speaks to a member of
the public at an outreach event showcasing alternative fuel vehicles.

Working with Argonne, DOE’s Clean Cities program launched

the Clean Cities University Workforce Development Program
(CCUWDRP) in 2010 to provide the automotive and energy sectors
with skilled and knowledgeable talent to help shape the future of
on-road transportation. The Clean Cities program advances the
nation’s economic, environmental and energy security through
local actions to reduce petroleum use in transportation; it has
reduced petroleum by over 5 billion gallons since it began in
1993. A national network of nearly 100 Clean Cities coalitions
brings together stakeholders in the public and private sectors to
deploy alternative and renewable fuels, idle-reduction measures,
fuel economy improvements and emerging transportation
technologies.

14 Transforum

Argonne manages the ongoing operations of the CCUWDP
program—selecting the students and offering educational
development programs for career growth. The program began
with 25 participants the first year and served more than

100 students in 2013. Nearly 70 of the 86 regional Clean Cities
Coalitions have received an intern through the program, and new
locations join each semester. Many interns have gone on to work
at their coalitions after graduation, or for one of the coalition’s
stakeholders.

CCUWDRP strives not only to educate students, but to provide a
resource for Clean Cities coalitions as well. Many CCUWDP students
have enabled coordinators to reach new goals by adding fresh skills
and perspectives to the team.“A lot of our success and growth has
been due to our interns'attention to reaching out to stakeholders,”
said Carl Lisek, Coordinator for the South Shore Clean Cities
Coalition in lllinois. “They've helped us achieve one of the biggest
decreases in petroleum use in a U.S. Clean Cities Coalition region.”

Each student works with a specific Clean Cities coalition on a
portfolio of projects to reduce petroleum use, such as outreach
events; meetings with local stakeholders; and websites, marketing
and public relations plans. Students have helped coalitions connect
with local campuses, work with local fleet managers and plan local
events such as the National Alternative Fuel Vehicle Odyssey Day.
Last summer, CCUWDP students helped deploy Argonne’s IdleBox
to entice fleet managers to adopt idle reduction campaigns in their
organizations.

They've helped us achieve one
of the biggest decreases in
petroleum use in a U.S. Clean
Cities Coalition region.,

— Carl Lisek, Coordinator for the South
Shore Clean Cities Coalition in lllinois
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Interns help coalitions by expanding the number of outreach events they are
capable of conducting each year. Here, Alicia Cox, past intern for Yellowstone-
Teton Coalition, staffs a booth at an outreach event.

Jaime McKay, an intern for the Greater Washington Region Clean
Cities Coalition, says the mix of real-life experience in alternative
energy and advanced vehicle technologies, coupled with learning
the skills needed to stand out in the growing alternative energy
field, have made the internship an incredible experience for her.
“After a year in the program, | have strengthened my resume
working alongside the leaders of public- and private-sector energy
efficiency and petroleum reduction programs,”said Jaime.”|
learned to handle myself professionally under pressure, and have
emerged as an excellent candidate for future employment. All of
this was made possible through the great structure and leadership
of the CCUWDP"

The CCUWDP is unique in the amount and quality of experience

it provides to its students. Because of the grassroots nature of the
coalitions, students are involved in their day-to-day operations. For
example, Mark Rabinsky, project manager at the Ann Arbor/Detroit
Clean Cities Coalition, worked with CCUDWP participant Joshua
Rego on a variety of projects during two semesters.“Josh has been
an invaluable asset to the Detroit/Ann Arbor Clean Cities Coalition,”
said Mr. Rabinsky. “The new service models he worked on were
valuable for the organization, and his alternative fuel market
studies provided stakeholders with compelling arguments for
alternative fuel adoption. Developing a sustainable procurement
toolkit for fleet managers also provided Josh with an opportunity
to design, manage and implement a project.”’

From Rego's perspective, his work with the Detroit/Ann Arbor
Clean Cities Coalition offered him an unparalleled experience.”l
had the freedom and support to develop, from scratch, business
models that will place both coalitions on a firmer footing financially
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and increase operational sustainability. CCUWDP allowed me to
develop skills | never knew | had, and taught me how to make
sustainability a reality,” Joshua said.

One unique way CCUWDRP participants add value and leverage
resources for DOE and the coalitions comes from partnering
with EcoCAR teams on mutually beneficial initiatives and goals.
CCUWDP students are designated liaisons between EcoCAR 2
teams and Clean Cities coalitions, and the teams and coalitions
have partnered to host outreach events, participate in local
meetings and connect with important stakeholders.
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Kimberlin To (front row, third from right), intern for Dallas Fort Worth Clean
Cities Coalition, helped organize a grand opening of a compressed natural gas
(CNG) station in the area as part of the CNG Green Across America Road Trip.

For more information, contact .
Amanda McAlpin, amcalpin@anl.gov

For more information on the Clean Cities University Workforce
Development Program, visit the internship section on the Clean
Cities website at http://www1.eere.energy.gov/cleancities/. To
learn more about EcoCAR 2, visit www.ecocar2.org.
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How Might Increased Biofuel Production
Affect Midwest Water Supplies?

Fresh water is arguably the most valuable natural resource in the
world. Yet when talking about the prospect of replacing fossil fuels
with plant-based biofuels, discussion often centers on diminishing
petroleum supplies, energy security and climate change, and not
on the possible effects increased biofuel production may have on
the quality and quantity of local and regional freshwater resources
in areas where energy crops grow.

Led by principal environmental systems analyst May Wu of
Argonne’s Energy Systems Division, a team of researchers recently
conducted the first investigation into how the changes in land use
and agricultural practices projected by a U.S. Department of Energy
report for the year 2022 (see sidebar) would affect regional water
resources in the Upper Mississippi River Basin (UMRB).

Soybean

In2011, the U.S. Department of Energy published an assessment of
the ability of the United States to provide energy crops sustainably,

in quantities capable of supporting the greatly increased biofuel
production goals mandated by the Energy Independence and Security
Act of 2007 (EISA). The report concluded that the boost mandated

by the EISA could be achieved by increasing crop yields, harvesting
agricultural and wood residues and producing dedicated energy crops,
all of which would entail land use changes in the eastern, southern
and midwestern regions of the United States, including the Upper
Mississippi River Basin (UMRB). This area is America’s biggest producer
of energy crops and will remain so for the foreseeable future. The report
is available at www.eere.energy.gov/pdfs/billion_ton_update.pdf.

Land Use Change (acres)
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Meeting mandated biofuel production increases will require land use changes in midwestern counties throughout the Upper Mississippi River Basin.
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The researchers used a modified version of the U.S. Department
of Agriculture’s/Texas A&M AgriLife Research’s Soil and Water
Assessment Tool (SWAT, available at http://swat.tamu.edu/), a
watershed-scale hydrologic model that simulates daily or hourly
hydrological and nutritional cycles as well as plant growth under
varying soil, climate, land use and land management conditions.
The modifications to the model permitted it to simulate practical
future biomass production in the UMRB by simultaneously
considering changes in land use types, implementing perennial
grass (switchgrass), corn stover harvesting, fertilizer applications,
tillage practices and increased corn yield for the year 2022. The
researchers considered projected land use changes involving
pasturelands, idle lands and lands producing corn, soybeans,
wheat, hay and switchgrass.

Whether a parcel of land produces
corn or switchgrass or is idle
affects the quality and quantity
of the water stream in the
watershed.

For example, whether a parcel of land produces corn or switchgrass
or is idle affects the quality and quantity of the water stream in the
watershed. In the case of corn, what is left after the corn harvest

is corn stover, which consists of the aboveground parts of the

corn stalk, except the corncob itself. Farmers usually leave corn
stover behind when they harvest, but it can also be an important
cellulosic biofuel feedstock. When corn stover is left on the land,

it covers the soil and protects against soil erosion, but it is also a
source of nitrogen that runs off into water bodies. When stover is
removed completely, a portion of the nitrogen contained in the
stover is also removed from the field, reducing potential nitrogen
loading—but removing the stover also exposes more bare soil

to the sun, which results in increased soil runoff. How much

stover can be harvested sustainably for biofuel production while
maintaining soil productivity and water quality? Understanding
these relationships is important to meeting the EISA’s goalsin a
sustainable manner. Said Wu, “Decreased nitrogen loading should
benefit the watershed and its aquatic ecosystems, as farming
methods change and as farmers adopt best management practices
developed by the U.S. Department of Agriculture for improved soil
and water conservation.”
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Wu's team compared results of
their simulation to corresponding
characteristics of a baseline model
developed for the UMRB for the
year 2006. The study projected that
the future feedstock production
scenario would have a mixed

effect on water quality in the
UMRB, resulting in increased nutrient loading in some watersheds
and decreased loading in others. Basin-wide, nitrogen loading
(primarily caused by fertilizer use) would decrease, though total
phosphorus and suspended sediment loadings would increase.
The change is partially attributable to a land conversion to grow
switchgrass in low-productivity land with poor soil quality.
Switchgrass has very deep roots that trap nutrient runoff (nitrogen
and phosphorus) from crop fields, and as a result, agricultural soil
conservation programs have frequently employed switchgrass
crops as part of their soil conservation strategies.

According to Wu, “If no effective nutrient management scheme

is applied, the increased phosphorus and sediment loadings might
become a major water quality concern in the region, particularly
because the increased phosphorus loading may affect aquatic

life region-wide: this could lead to an increase in the size of the Gulf
of Mexico's low-oxygen (hypoxic) zone." Proper management of
fertilizer applications played a critical role in a recent reduction of
the hypoxic zone in the Gulf of Mexico, as reported by

U.S. Environmental Protection Agency’s Gulf Task Force in its
recent report, “Reassessment 2013—Assessing Progress Made
Since 2008" (available at http://water.epa.gov/type/watersheds/
named/msbasin/upload/hypoxia_reassessment_508.pdf).

Research support for the work described is provided by the
U.S. Department of Energy, Office of Energy Efficiency and
Renewable Energy, Bioenergy Technologies Office.

For more information, contact
May Wu

mwu@anl.gov F
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Penn State University Named Winner in Year

Two of ECOCAR 2: Plugging In to the Future

Pennsylvania State University was named the overall Year Two
winner during the ECoCAR 2 competition held May 13-23, 2013,

at the General Motors (GM) Desert Proving Ground and at locations
throughout San Diego, Calif. ECOCAR 2 is a collegiate Advanced
Vehicle Technology Competition managed for the U.S. Department
of Energy (DOE) by Argonne National Laboratory.

EcoCAR 2 teams spent the second year of this three-year
competition using cutting-edge automotive engineering processes
to redesign their Chevrolet Malibu vehicles. Argonne and GM
engineers subjected these vehicles to extensive safety inspections
and on-road evaluations, similar to those conducted on new GM
vehicles. Each vehicle was evaluated on the basis of how best it
achieved reduced fuel consumption and greenhouse gas emissions
as well as overall performance, utility and safety.

Penn State’s E85 plug-in hybrid electric vehicle impressed
inspectors and other judges representing various ECOCAR 2
sponsors with its excellent performance in all the competition’s
dynamic events. The team'’s vehicle was also the first to pass safety
and technical inspections and on-road safety evaluations.

The second-place team, Cal State-Los Angeles, also demonstrated
excellent performance with its ethanol-fueled vehicle and was
the first team to complete all the dynamic events. The Ohio State
University team took third place with its series-parallel hybrid
electric vehicle.

“The students competing in ECOCAR 2 are leading the way in
designing and building the next generation of American-made
automobiles that will reduce our dependence on oil and save
families and businesses money at the pump,”said David Danielson,
Assistant Secretary for DOE's Office of Energy Efficiency and
Renewable Energy.

The 15 university teams will now spend Year Three of the

EcoCAR 2 competition perfecting their designs to near-showroom
quality before the competition finals in Milford, Mich., and
Washington, D.C., in June 2014. For more information on EcoCAR 2,
visit www.ecocar2.org.

The Penn State EcoCAR 2 team, which won overall Year Two honors in the competition.
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IdleBox Helps Reduce Vehicle Idling

The U.S. Department of Energy’s Clean Cities Program is on a mission: to reduce petroleum use in vehicles. On the front lines, grassroots
Clean Cities coalitions throughout the United States are accomplishing this by bringing together public and private stakeholders and
encouraging them to use alternative and renewable fuels, idling reduction measures, fuel economy improvements and advanced
transportation technologies.

To support the coalitions’ efforts to reduce vehicle idling and help spread their message to “STOP Idling. START $aving,” Argonne developed
IdleBox, a suite of tools to engage and educate audiences—from top-level decision makers to fleet/operations managers and their drivers—
about the impacts of vehicle idling and the benefits of idling reduction. IdleBox is currently geared to light- and medium-duty fleet vehicles
with tools specific to heavy-duty vehicles, coming soon.

Argonne’s groundbreaking idling reduction research has helped policymakers and fleet managers understand the drawbacks of idling.
Argonne’s understanding of the benefits of idling reduction enabled the creation of IdleBox; it incorporates a range of communication
products that not only support existing idling reduction outreach efforts, but also help launch new campaigns, including:

Q;@ STOP Idling.
START $aving.

» Media releases

» Outreach letters

» Educational presentations

» Idling reduction savings calculators
» Policy pledges to enlist organizational commitment
» Tip sheets, bookmarks and stickers

» Posters

_ Idlebox is easy to use and components can be customized with contact

information for a local Clean Cities coalition. Idlebox allows Clean Cities
coalition members to “hit the ground running” so they can easily recruit
members, form alliances and mobilize their coalitions to action.

o “go To date, Clean Cities coalitions across the United States have helped the

Clean Cities Program to eliminate use of more than 5 billion gallons of
petroleum through alternative fuel use, fuel economy improvements, idle
reduction measures and other strategies.

To get IdleBox, go to www.eere.energy.gov/cleancities/toolbox/idlebox.html.
To learn more about Clean Cities, visit the Clean Cities website at
www.eere.energy.gov/cleancities.

IdleBox poster, available from the Clean Cities website.
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Argonne Researchers Unlock Critical
Keys to Improving Lithium-Air Battery
Durability and Performance

As the old saying goes, size matters, and nowhere is that truer than
for electric vehicle (EV) batteries. For EVs, the crucial combination
of small size and sufficient driving range depends on the energy
storage capacity and power density of the battery. While today’s
EVs rely on lithium-ion (Li-ion) batteries, lithium-air batteries

have emerged as promising alternatives for next-generation EVs,
because they appear to be capable of packing even more energy
into a smaller space.

The rechargeable Li-air battery, which is more accurately referred
to as a lithium-oxygen (Li-O,) battery, is attractive because of its
theoretically high capacity. As with all high-capacity batteries,
however, one of the
biggest challenges
for Li-O, batteries
involves their stability
during repeated
charge-discharge
cycles. Because Li-O,
batteries depend on
an electrochemical
reaction with oxygen,
they can experience
undesirable side
reactions and form
byproducts that
affect their long-term
durability, if these
side reactions are not
managed effectively.
Such side reactions
can also cause
significant deviations
of charge and
discharge voltages
from the theoretical
values, known as
“overpotentials.”

Chemist Di-Jia Liu inserts a “ceramic boat” containing an Fe/N/C composite
sample into the tube furnace for thermolysis. The monitor behind Liu
displays an image of electrode morphology as captured at the Advanced
Photon Source.

For more information, contact .
Di-Jia Liu, djliu@anl.gov
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Researchers at Argonne National Laboratory, led by chemist Di-Jia
(D.-).) Liu, are exploring new low-cost carbon catalyst materials
that could minimize side reactions and reduce undesirable
overpotentials in the Li-O, battery’s cathode. “Porous carbon
functionalized by highly dispersed transition metals and nitrogen
has been known to promote an oxygen reduction reaction in

fuel cell applications. It occurred to us that such material may
also promote the similar reactions in Li-O, batteries and reduce
overpotentials during the discharge-charge cycle, based on the
principle of micro-reversibility, theorized Liu.

To test that theory, Liu and his team developed an inexpensive,
atomically dispersed iron-nitrogen-carbon (Fe/N/C) composite
catalyst that they believed could improve the oxygen evolution
reaction during Li-O, battery charging. They evaluated the
catalyst’s performance in a rechargeable Li-O, battery for the first
time in early 2012, and conducted an extensive catalyst structural
characterization using synchrotron X-ray absorption spectroscopy
at Argonne’s Advanced Photon Source (APS). The researchers
successfully demonstrated the role of their composite catalyst in
controlling overpotentials, particularly during the Li-O, battery-
charging step.

Reducing overpotential during charging significantly enhances
battery efficiency and lifespan by reducing or eliminating the side
reactions that produce byproducts such as carbonate and carbon
dioxide (CO,) as electrolyte decomposes. According to Liu, “We
have observed extended battery cycling with no CO, formation,
suggesting that the catalyst selectively promoted the anticipated
electrochemical reaction while preserving the electrolyte, which is
a desirable outcome’

Citation

J.-L. Shui, N. K. Karan, M. Balasubramanian, S.-Y. Li and D.-J. Liu, “Fe/N/C
Composite in Li-O, Battery: Studies of the Catalytic Structure and the
Activity towards Oxygen Evolution Reaction,’ Journal of the American
Chemical Society, 2012, 134 (40), 16654-16661. Available at

http://dx.doi.org/10.1021/ja3042993.

Research support for the work described is provided by Argonne
National Laboratory’s Grand Challenge program. This work

and the use of the Advanced Photon Source and the Electron
Microscopy Center are supported by the U. S. Department of
Energy, Office of Science.
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Recent Patents and Technologies Licensed

Licensed

Broadband TelCom Power, Inc., has signed an agreement to license Argonne-developed software and documentation for the “Electric Viehicle and Supply Equipment
Communication Controller Linux Kernel.”

New Patents

“Lithium Batteries Using Poly(ethylene oxide)-based Non-aqueous Electrolytes,”Zonghai Chen and Khalil Amine, United States Patent 8,475,688.

“Cathode Material for Lithium Batteries,” Sang-Ho Park and Khalil Amine, United States Patent 8,492,030.

“Fast Cure Gel Polymer Electrolytes,” Khalil Amine and Zhengcheng Zhang, United States Patent 8,492,033.

“Electrochemical Method for Producing a Biodiesel Mixture Comprising Fatty Acid Alkyl Esters and Glycerol,”YuPo J. Lin and Edward St. Martin, United States
Patent 8,507,229.

“Flexible Evaluator for Vehicle Propulsion Systems,” Aymeric Rousseau, Phillip B. Sharer

X o For more information, contact
and Sylvain Pagerit, United States Patent 8,510,088. .

Argonne’s Technology Develop